: List of transitions frequencies of SF 6 -Rg (Rg = Ar, Kr, Xe) hetero dimers assigned and used to simulate the rovibrational parallel and perpendicular band contours.
SF 6 Annex : Molecular parameters used in the fitting procedure of the SF 6 -Rg experimental data with a radial one-dimensional Buckingham-type intermolecular potential
The repulsive parameter can be estimated from the tail of the wavefunctions of the  interacting molecules. From quantum defect theory, 1 the asymptotic form of the wavefunction depends upon the ionization energy of the molecule and takes the form (1)
where is the Bohr radius and is an effective principal quantum number such that 0 ( Rydberg constant, ionization energy). By analogy with the asymptotic 2 = form of the repulsion, it comes
The values of for SF 6 -Rg obtained with Eq. (2) are derived from effective principle  quantum numbers calculated from ionization potential values 2 and are reported in Table S2 .
coefficients for AB heterodimers are extracted from the literature using the combining 6 rule expected to be a good approximation. 3 The and 6 ≈ ( 6 6 ) 1 2 -6 6 -6 6 calculated coefficients are taken from recognized works of Tao et al. 4 , Vydrov et al. 5 and Kumar et al. 6 and are gathered in Table S3 . Table S4 : Parameters used in the model of Buckingham potential for the rare gas-SF 6 heterodimers, together with the potential depths derived from application of Formula (4) of the text.
